Application of the Davidon-Fletcher-Powell method to the calculation of stability constants.
The Davidon-Fletcher-Powell method of function minimization has been modified and successfully applied to the calculation of stability constants of species of the type H(p)M(q)L(r) in solution. It is shown that the refinement with respect to the logarithms of the stability constants is intrinsically ill-conditioned, leading to convergence difficulties when poor initial parameter estimates are used, and to failures when one or more parameters are experimentally indeterminate.